= 0.083, T= 293 K.
= 0.083, T= 293 K.
Source of material
The title compound was prepared in the course of systematic studies of ternary (complex) thiocyanates containing divalent cations. The calcium thiocyanate was synthesized through the reaction of Ca(OH)2 with NH4SCN in aqueous solution at about 360 K. From this solution, Ca(NCS)2 · 4H2O crystallized at 300 Κ in long prismatic, hygroscopic, colourless crystals.
Discussion
The main structural feature is an arrangement of chains of composition Ca(NCS)2 · 4H2O parallel to the c axis, which are mutually linked by hydrogen bonds (Ο-H-S). A chain consists of O-O-edge-sharing [CaN 2 (H20)6] polyhedra (distorted square antiprisms) containing two SCN groups (N-bonded to a Ca atom with a bond distance of 2.447(3) Ä) and six H2O of two symmetrically independent water molecules (d(Ca-Ο) from 2.403 Ä to 2.695 Ä). The distance between neighbouring Ca atoms in the chain is 4.2552(3) Ä. There are hydrogen bonds Ο-H~S between the chains and within a chain. All geometric parameters of the SCN groups, the [CaN2(H20)ö] polyhedra and the hydrogen bonding system lie within the usual range of related compounds, like Sr(SCN) 2 · 3H 2 0. 
